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S1. Chemical context
The design and development of effective anticancer metallodrugs has become one of the more important areas in pharmaceutical industry and academia. Nonetheless, side effects associated with these complexes and the development of tumor resistance has led to the search for new generations of metal based anticancer agents. Diimine compounds have been employed in many applications, including olefin polymerization, luminescence studies and metallodrug synthesis. (Rix & Brookhart, 1995; Hissler et al., 2000; Ramakrishnan et al., 2011a) The interaction of diimine Cobalt, Ruthenium and Iron complexes with DNA has attracted much attention during the last decade. (Wang et al., 2004; Tan et al. 2008; Ramakrishnan et al., 2011b) . The antitumoral screening activity of potential metallodrugs with distinct nitrogen based ligands has helped researchers to understand how factors as size, geometry and electronic structure can contribute to DNA binding thus allowing to categorize which factors are important to enhance metallodrug performance. We report herein on the crystal structure of C 22 H 28 N 2 (I)
S2. Structural commentary
The crystal structure of 2,3-Bis(2-tert-butylphenylimino)butane, C 24 H 32 N 2 (II), a diimine ligand comprising similar structural features was already reported. (Ferreira et al., 2006) . Both ligands crystallize with the -N=C(R)-C(R)=N-group around an inversion centre, in a trans configuration. Comparing the two structures, it may be noted that the independent planar groups in both molecules (the central link, -N=C(R)-C(R)=N-, and the terminal aromatic ring)
subtend an angle of 69.6 (1)° in (II) and 49.4 (2)° in (I). Ferreira and co-workers proposed that such angle deviation may be ascribed to the presence of two non classical hydrogen bonds and steric factors. In fact, in the title compound, similar non-classical hydrogen bonds were observed: C10-H10B···N1 and C11-H11C···N1. (Fig 1 and Table 1 ) The greater angle deviation in (II) may be assigned to the presence of methyl groups in the diimino fragment, which can cause steric hindrance due to the presence of bulky tert-butyl substituents in the aromatic rings. The C=N bond lengths are similar to the corresponding ones in (II) and agree well with what is expected for this bonding mode.
S3. Synthesis and crystallization
To a solution of 2-tert-butylaniline (3.6 g; 26 mmol) in 15 mL de methanol, 1.5 mL of glyoxal solution (40 % in water; 13 mmol) was added. The resulting mixture was stirred overnight at room temperature. The yellow precipitate was filtered off, dried under vacuum for 2 days. Slow evaporation of the filtrate gave crystals suitable for single-crystal XRD studies.
(Yield: 90 %)
S4. Refinement
Crystal data, data collection and structure refinement details are summarized in View of (I) (50% probability displacement ellipsoids). The dashed lines indicate the proposed non-classical intramolecular hydrogen bonds. [Symmetry code:
Figure 2
Comparison of the structures of (a) (I) and (b) (II).
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